The molecular structure of the title compound, C 9 H 10 N 6 , exhibits four cyanomethyl groups around a central N-CH 2 -N unit. In the crystal structure, molecules are connected via intermolecular C-HÁ Á ÁN hydrogen bonds, forming a threedimensional network.
Related literature
For bond-length data, see: Allen et al. (1987) . For the synthetic procedure, see: W. R. Grace & Co. (1969) . For the use of the title compound in the synthesis of N-(phosphonomethyl) iminodiacetic acid, see: Obeso Caceres & Urcelay del Pozo (1991) .
Experimental
Crystal data C 9 H 10 N 6 M r = 202.23 Monoclinic, P2 1 =n a = 6.743 (1) Å b = 15.984 (3) Å c = 10.610 (2) Å = 105.88 (3) V = 1099.9 (4) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 293 K 0.30 Â 0.20 Â 0.10 mm Table 1 Hydrogen-bond geometry (Å , ).
Data collection
Symmetry codes: (i) Àx; Ày þ 2; Àz þ 1; (ii) Àx À 1 2 ; y À 1 2 ; Àz þ 1 2 .
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo,1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. The molecular structure of (I) is shown in Fig. 1 , bond lengths and angles are within normal ranges (Allen et al., 1987) .
In the crystal of the title compound molecules are connected via intermolecular C-H···N hydrogen bonds to form a three dimensional network.
Experimental
The title compound, (I) was synthesized according to a literature method (W.R. Grace &Co., 1969) . Crystals were obtained by dissolving compound (I) (1.5 g) in methanol (25 ml) and evaporating the solvent slowly at room temperature for about 8 d.
Refinement
H atoms were positioned geometrically, with C-H = 0.97 Å and constrained to ride on their parent atoms, with U iso (H) = 1.5U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
